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Figure S2 Potential energy surface (in hartree) for 2,3-dibromodiphenyl ether as function of the two C-Br bond lengths ((a) molecular structure of BDE-5 and definition of C-Br bond; (b) bonds at the ortho-and the meta-position).
The grid file of the potential energy surface was created by the Kriging method with linear variogram model (slope = 1, anisotropy ratio = 1, angle = 0) and the contour XY grid map was drawn using Surfer 10 software (Golden software, Inc.). The grid file of the potential energy surface was created by the Kriging method with linear variogram model (slope = 1, anisotropy ratio = 1, angle = 0) and the contour XY grid map was drawn using Surfer 10 software (Golden software, Inc.). Figure S4 . The Cartesian coordinates of optimized BDE-22 geometries (calculated with B3LYP/6-311+G(d) in gas-phase). 
